Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.003 Å; R factor = 0.046; wR factor = 0.134; data-to-parameter ratio = 13.4.
Related literature
For the biological activity of amidine derivatives, see: Sienkiewich et al. (2005) ; Sasaki et al. (1997) . For a related structure, see: Cizak et al. (1989) .
Experimental
Crystal data C 10 H 10 N 4 O 2 M r = 218.22
Monoclinic, P2 1 =n a = 7.6496 (11) Å b = 13.0693 (19) Å c = 11.1617 (17) Å = 106.475 (3) V = 1070.1 (3) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 273 K 0.25 Â 0.24 Â 0.09 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.976, T max = 0.991 6194 measured reflections 1976 independent reflections 1427 reflections with I > 2(I) R int = 0.025 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.134 S = 1.04 1976 reflections 147 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 2; Ày; Àz þ 2; (ii) Àx þ 1 2 ; y þ 1 2 ; Àz þ 3 2 .
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL, PARST (Nardelli, 1995) and PLATON (Spek, 2009 
Yousuf Comment
The compounds having amidine group (-N═CHNR 2 ) in their structures are known to have a wide range of pharmacological properties such as anti-HIV (Sasaki et al., 1997) and anticancer (Sienkiewich et al., 2005) . The title compound is also an amidine derivatived we have synthesized in order to evaluate its biological potential and determined its crystal structure that is reported here.
In the title compound There are two distinct intermolecular hydrogen bonds, C1-H1A···O1 and C8-H8A···N1 that stabilize the crystal structure ( Table 2 and Experimental 5-Nitroanthranilonitrile (45.8 mmol, 7.47 g) was suspended in N,N-dimethylformamide dimethylacetal (137.4 mmol, 16.5 ml) and the mixture was allow to refluxed for 1.5 h. The progress of the reaction was monitored by thin layer chromatography. After the completion of the reaction, the resulting mixture was cooled to room temperature and refrigerated overnight to obtain yellow crystals. The crystals were filtered, washed with diethyl ether to afford the pure compound (9.4 g, 94% yield). Single-crystal suitable for X-ray diffraction studies were grown from ethanol. All chemicals were purchased by Sigma Aldrich Germany.
Refinement
The H atoms were positioned geometrically and refined using a riding model, with C-H = 0.93 0.96 Å, for aryl and methyl H-atoms, respectively. The U iso (H) were allowed at 1.5U eq (C methyl) or 1.2U eq (C aryl). A rotating group model was applied to the methyl groups.
Computing details
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT (Bruker, 2000) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) , PARST (Nardelli, 1995) and PLATON (Spek, 2009 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 1.0056 (2) 0.13577 ( (7) 0.0059 (8) 0.0004 (7) C1 0.0453 (12) 0.0409 (9) 0.0520 (11) 0.0044 (8) 0.0127 (9) 0.0026 (7) C2 0.0456 (12) 0.0400 (9) 0.0493 (10) −0.0033 (8) 0.0087 (9) 0.0021 (7) C3 0.0559 (13) 0.0358 (9) 0.0518 (11) 0.0005 (8) 0.0103 (9) −0.0021 (7) C4 0.0491 (12) 0.0407 (10) 0.0577 (11) 0.0074 (8) 0.0103 (10) −0.0007 (8) C5 0.0457 (11) 0.0373 (9) 0.0432 (10) 0.0000 (8) 0.0100 (8) 0.0063 (7) C6 0.0472 (12) 0.0342 (8) 0.0438 (9) 0.0003 (7) 0.0109 (8) 0.0035 (7) C7 0.0506 (12) 0.0420 (10) 0.0514 (10) 0.0023 (8) 0.0098 (9) 0.0022 (8) C8 0.0520 (13) 0.0441 (10) 0.0449 (10) 0.0007 (8) 0.0083 (9) 0.0033 (7) (2) 
